Identification and quantification of polyfunctionalized hopanoids by high temperature gas chromatography–mass spectrometry by Sessions, Alex L. et al.
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5973 mass spectrum
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DSQ mass spectrum
(PW5-5, 12/11/08)
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Hop-17(21)-ene
C30H50
Mol. Weight: 410.7180
Exact Mass: 410.3913
Retention Index (XLB): 3133.9
Source: R. palustris TIE-1
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DSQ mass spectrum
(PW5-5, 12/11/08)
2-Methylhop-17(21)-ene
C31H52
Exact Mass: 424.4069
Mol. Weight: 424.7446
Retention Index: 3123.5
Source: R. palustris TIE-1
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DSQ mass spectrum
(PW5-5, 12/11/08)
Hop-21-ene
C30H50
Mol. Weight: 410.7180
Exact Mass: 410.3913
Retention Index (XLB): 3378.7
Source: R. palustris TIE-1
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5973 mass spectrum
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DSQ mass spectrum
(PW5-5, 12/11/08)
2-Methylhop-21-ene
381
355
273
189
205
217
135
C31H52
Exact Mass: 424.4069
Mol. Weight: 424.7446
Retention Index (XLB): 3366.9
Source: R. palustris TIE-1
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5973 mass spectrum
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DSQ mass spectrum
(PW5-5, 12/11/08)
Hop-22(29)-ene
C30H50
Mol. Weight: 410.7180
Exact Mass: 410.3913
Retention Index: 3374.8
Source: R. palustris TIE-1
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5973 mass spectrum
(PVW69, 10/7/09)
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DSQ mass spectrum
(PW5-5, 12/11/08)
2-Methylhop-22(29)-ene
C31H52
Exact Mass: 424.4069
Mol. Weight: 424.7446
Retention Index (XLB): 3360.6
Source: R. palustris TIE-1
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5973 mass spectrum
(PVW69, 10/7/09)
50 100 150 200 250 300 350 400 450 500
59
69 81
95
109
121
135
149
163
177
189
191
203
207
218
231
245 257 299 342 355
367 395 410
428
DSQ mass spectrum
(PW5-5, 12/11/08)
Diplopterol acetate
C32H54O2
Mol. Weight: 470.7700
Exact Mass: 470.4124
Retention Index (XLB): 3584.0
Source: R. palustris TIE-1
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5973 mass spectrum
(PVW69, 10/7/09)
2-Methyldiplopterol acetate
C32H54O2
Mol. Weight: 484.7965
Exact Mass: 484.4280
Retention Index (XLB): 3566.4
Source: R. palustris TIE-1
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DSQ mass spectrum
(PW5-5, 12/11/08)
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5973 mass spectrum
(PVW69, 10/7/09)
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DSQ mass spectrum
(PW5-5, 12/11/08)
Tetrahymanol acetate
C32H54O2
Mol. Weight: 470.7700
Exact Mass: 470.4124
Retention Index (XLB): 3738.1
Source: R. palustris TIE-1
249
410
191
69
189
209
149AcO
50 100 150 200 250 300 350 400 450 500
55
69
83
95
109
121
135
149 163 175
189
205
220
249
409
424
469
484
5973 mass spectrum
(PVW69, 10/7/09)
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DSQ mass spectrum
(PW5-5, 12/11/08)
2-Methyltetrahymanol acetate
C32H54O2
Mol. Weight: 484.7965
Exact Mass: 484.4280
Retention Index (XLB): 3719.0
Source: R. palustris TIE-1
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DSQ mass spectrum
(PW5-5, 12/11/08)
5973 mass spectrum
(PVW69, 10/7/09)
Bacteriohopanetetrol acetate
C43H70O8
Mol. Weight: 715.0111
Exact Mass: 714.5071
Retention Index (XLB): 4919.6
Source: R. palustris TIE-1
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5973 mass spectrum
(PVW69, 10/7/09)
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DSQ mass spectrum
(PW5-5, 12/11/08)
2-Methylbacteriohopanetetrol acetate
C44H72O8
Mol. Weight: 729.0377
Exact Mass: 728.5227
Retention Index (XLB): 4877.1
Source: R. palustris TIE-1
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5973 mass spectrum
(PVW69, 10/7/09)
Bacteriohopaneaminotriol acetate
C43H71NO8
Mol. Weight: 714.0263
Exact Mass: 713.5231
Retention Index: NA
Source: R. palustris TIE-1
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Anhydrobacteriohopanetetrol
C35H56O2
Mol. Weight: 612.9225
Exact Mass: 612.4754
Retention Index (XLB): NA
Source: R. palustris TIE-1 after hydrolysis
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Tentative assignment of spectrum!
(Structure from Schaeer et al, 2008, but no published spectrum)
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DSQ mass spectrum
(PW1-1, 10/23/08)
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DSQ mass spectrum
(PW5-5, 12/11/08)
BHP-508
C35H56O2
Mol. Weight: 508.8179
Exact Mass: 508.4280
Retention Index (XLB): 4554.2
Source: R. palustris TIE-1
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Tentative Structure!
(Accurate mass conrmed by GC-TOF)
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BHP-550
C37H58O3
Mol. Weight: 550.8546
Exact Mass: 550.4386
Retention Index (XLB): 4483.8
Source: R. palustris TIE-1
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Tentative Structure!
(Accurate mass conrmed by GC-TOF)
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DSQ mass spectrum
(PW12-1, 7/30/09)
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BHP-492
C35H56O2
Mol. Weight: 492.8185
Exact Mass: 492.4331
Retention Index: NA
Source: R. palustris DSM-123
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Tentative Structure!
(Accurate mass not conrmed)
69
81
95
109
121
137
149
163
177
191
281
349
369
521 555 570
50 100 150 200 250 300 350 400 450 500 550 600
DSQ mass spectrum
(PW12-1, 7/30/09)
BHP-570
C35H56O2
Mol. Weight: 570.8858
Exact Mass: 570.4648
Retention Index: ND
Source: R. palustris DSM-123
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Tentative Structure!
(Accurate mass not conrmed)
